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and exible. OEChem TK has many simple yet powerful functions traidle the details
. , of working with small molecules, as well as an expanding number of functions for
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navigate through le formats with no required to access all our other toolkits and provides molecule handling in all the Open-

loss of information, as shown by the Eye applications.

reliability of the le format conversion . . .
application that comes with OEChem To aid new users of OEChem TK, a large numbexaimple programs illustrating the use

TK, BABEL. of some of the most powerful functions of OEChem TK are provided. These programs
perform a number of useful tasks, such as MCS detection, molecule fragmentation and
ligand extraction from PDB les, as well as forming the basis for customized programs.

OEChem TK has been used as the basis for molecular handling in Pubchem [1] and in
BREED [2], for small molecule clustering with MCS [3] and for ngerprinting protein-
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E\?i]cﬁgﬁg,t’pf,' Qﬁage;sg" i{l.i.’,ﬁi.c(l;ﬁzyrnB..I:f'.’ t Maximum common substructure and exact substructure searching
Model, 2006, 46, 1912. t Extremely fast 2D similarity using LINGOS [5]
t Perception of aromaticity with multiple models
t Chemical reaction parsing and processing
| | | | t Tetrahedral and E/Z stereochemistry recognition
| | | | t Ring perception and Kekulization
t Molecular normalization and canonicalization
| | | | t Multiconformer molecule handling
t Support for residues and bases
t Ability to store and recall generic primitives or user-de ned objects on molecules,

:I atoms, bonds, or conformers

For OEChem TK and All OpenEye Products

| | | t Multiple le format handling: robust reading and speci cation-compliant writing of:
SMILES, SLN, SDF, MOL, MOL2, PDB, FASTA, MOPAC, MacroModel, XYZ, CCP4, XPl
| | | | and OEBinary.

t Platform independence: support for Linux, Windows, Mac OS X and many avors of
Unix in both 32 and 64 bit.
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